Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.098; data-to-parameter ratio = 13.1.
The title compound, C 10 H 8 O 3 , has been synthesized as part of our investigations into the generation of new antibacterial agents and serves as a building block for the synthesis of compound libraries. The compound crystallizes with two independent molecules in the asymmetric unit. The transoid propynyl ester groups are coplanar with the 2-hydroxybenzoate group with maximum deviations of À0.3507 (3) and 0.1591 (3) Å for the terminal carbons, with intramolecular O-HÁ Á ÁO hydrogen bonding providing rigidity to the structure and ensuring that the reactivity of the alkyne is not compromised by steric factors. The propynyl group forms intermolecular C-HÁ Á ÁO interactions with the phenolic O atom. Supramolecular chains along the b axis are found for both molecules with links by weak O-HÁ Á ÁO intermolecular interactions in the first independent molecule and C-HÁ Á ÁO interactions in the second.
Related literature
For background to Cu(I)-mediated azide-alkyne cycloadditions, see: Houston et al. (2008) ; Wilkinson et al. (2009) . For the biological use of salicylates, see : Sox & Olson (1989) . For background to boric acid-mediated esterification, see: Houston et al. (2004 Houston et al. ( , 2007 ; Levonis et al. (2007) . For stereochemistry, see: Wilkinson et al. (2006) ; Wiberg & Laidig (1987) . For previous synthesis of the title compound and its anti-tumour activity, see : Jung et al. (1997) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009) and publCIF (Westrip, 2010 (Houston et al., 2008; Wilkinson et al., 2009) . Salicylates such as bismuth subsalicylate have been used for many years to treat diarrhea and other gastrointestinal disorders (Sox & Olson, 1989) . We required a core salicylate scaffold that could be readily transformed into a variety of derivatives. Here, we describe the synthesis and X-ray crystal structure of 2'-propynyl 2-hydroxybenzoate (propargyl salicylate) (I) using our chemoselective method of boric acid-mediated esterification (Houston et al., 2004; 2007) . Borate can activate hydroxycarboxylic acids such as salicylate toward esterification under mild conditions that are tolerant to acid-labile functional groups such as alkynes. This ester was previously synthesized by alkylation for the synthesis of cobalt carbonyl complexes and study of their anti-tumour activity (Jung et al., 1997) .
Compound (I) was synthesized cleanly from salicylic acid and propargyl alcohol in 55% yield using 10 mol% boric acid in acetonitrile (Levonis et al., 2007) (Fig. 1) , and crystallizes from toluene with two independent molecules in the asymmetric unit (Fig. 2) . The ester group adopts the transoid arrangement (Wilkinson et al., 2006) as stereoelectronic requirements are met when the carbonyl bifurcates the methylene H atoms (Wiberg & Laidig, 1987) . This allows both p → π and n → σ* overlap from the propargylated oxygen to the carbonyl. The propynyl groups are co-planar with the 2-hydroxybenzoate; with the intra-molecular O-H···O hydrogen bond between the phenolic proton and the carbonyl oxygen providing rigidity to the structure (Table 1) . These factors result in the extension of the propynyl group away from the aromatic core and ensures that the reactivity of the alkyne when using the CuAAC method is not compromised by steric constraints. In the crystal lattice, the propynyl groups form inter-molecular C-H···O interactions with the phenolic oxygen (Table 1) . Supramolecular chains along the direction of the b axis are found for both molecules with links by weak O1-H1···O7 (molecule A) and C16-H16···O17 (molecule B) inter-molecular interactions (Table 1, Fig. 3 ).
To a stirred solution of salicylic acid (208 mg, 1.5 mmol) and propargyl alcohol (84 mg, 174 mL,3.0 mmol) in acetonitrile (3 ml) was added boric acid (9 mg, 0.15 mmol). The solution was heated and maintained at reflux for 16 h before concentrating in vacuo. Flash column chromatography was performed on silica using ethyl acetate as the mobile phase to yield 145 mg(55%) of (I) as a white solid. This was initially recrystallized from MeOH to furnish white needles (31%) for NMR analysis. A second recrystallization from toluene at 0°C produced single crystals suitable for X-ray diffraction analysis. Figures Fig. 1 . Reaction scheme for the preparation of the title compound (I). Fig. 2 . View of the two independent molecules in (I) with the atom numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 40% probability level. Fig. 3 . Crystal packing in the structure of (I), viewed down the c axis. ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Symmetry codes: (i) −x+1, −y, −z; (v) −x+2, −y, −z; (x) −x+2, y+1/2, −z+1/2; (ii) −x+1, −y, −z+1.
2-Propynyl 2-hydroxybenzoate
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